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Comparison of the results obtained at the B3LYP-D2/cc-pVTZ and B3LYP-D2/cc-pVQZ levels Additional calculations have been performed at the B3LYP-D2/cc-pVQZ level on BH 3 , B 2 H 6 and B 4 H 10 to assess the influence of the basis set. There are negligible differences between these results and those similarly obtained at the B3LYP-D2/cc-pVTZ level : this suggests that the reported B3LYP-D2/cc-pVTZ results do not suffer from basis set truncation effects.
In the following, we denote δ(X) the relative difference between the B3LYP-D2/cc-pVTZ (X T ) and B3LYP-D2/cc-pVQZ (X Q ) values of the quantity X:
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